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2. 2nd job®dSimulation timeZ [50] (CEEULFI. (EHNDORE(CERBNEINDZSD)

3. ST BRBEZERLEUCGHEZRLETIERWES(FLIst  job. 2nd  job. 3rd  job®dD
Precisionz [Low] (CZEUZEY,

4. OK=zOUw 2oL, S3JDEEIT« > ROTEENEUCERITZIUVIULET,

@ LAMMPS Workflow Setup - O X

Preset | Fluid/Amorphous NPT Equilibration ~ | (modified) #ofJobs: | + -

[JEnable scan calculztion Config...

e emperature
imulation time [ps! # of snapsho
ree boudnary condition isi e
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1. workl~work3M/EEE T A )L DIREENENDZEZ(ZEND(-)ICEILUTES. EETA IS T
work3x 2w o L THhBFPIS3>dDCoordinate (Final)zZ2~/Uw 2 U, NPTETEDGE
BEzxRRUET,

2. (ANEREHFORERR) =0 v oI UBRBBELRWEIUY I ULET,
3. iR | AMBEREMGCEDTRFEBREZ I v I L0KET VI ULET,
4, M I7ANBIDRAR—bEIUYIUL, [benzene eq.mol2] EULTHRELET,

E=11 g

workl_LMP_MIN END(-)

L work2_LMP_NVT END(-)
@ L work3_LWP_NPT END(-)

. " : " ! '
v RikiEs£F07 17k work3_LMP_NPT  LEF1 77 )|, (mp_final. data) 3 | work3_LMP_NPT 177+ )l (mp_final. data) §REEiHa
N (%) o 7 - . &

Joszab o A N- w%cauweuu EEILAR S 0 N=1,200 CO00HBOD M= 7,614

© water beaz... ALL END Marked Order: 1200 -1-2-10 = = _ 1 Marked Order: 1200 - 1 - 2 - 0
! doy o
Wi LG Marked Atom: X= 6.536095 Y= 5.595635 Z= 21.323177

qeport3d ALL EHD B Lengin- 33394547 Angle- 1813285 Dinedzal = ) TS 1 Length= 14.072515 Angle=~119.63322 Pihedral= * Lper= * P

scantest e o . ) 3
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ne alpha= 30.00000 alpha= 90.00000 beta= 90.00000 gamma= 30.00000
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1. @ BsEERE/ I ziEgE=o ) )v oL, Add WaterzZ w2 L. Enter # of
molecules&EER xRSNS5 [500] EAADULOKZDT WO UET,

2. Set Lattice Constantszi#iRL. Same as main windowz2Uw 2 UZET,
Box TypeZTricliniclCZEEULFE T,

4. Change only one directionzZ7Uw/ZJU. [Select direction] &EFRENZS50KZD
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2. 3rd jobdEnsembleZZNPT(z)(CEELXT,

3. FTERBEZREUCGHIEZRE<LETEZWES(dE1Ist  job. 2nd  job. 3rd  job®d
Precision [Low] . Simulation time#% [10] (CEEUZEY,

4., OKZ2Uw 2oL, S3TIDEET« > ROTEEEEUCERTZIIUVIUET,

@ LAMMPS Workflow Setup ] >
Presst | Fluid/Amarphous NPT Equilibration ~ | (modified) #oflobs: | + -
[CJEnable scan calculation Config...

Initial velodty From parent

Details...

Reset... Import... |¥| | Expart. Cancel
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IV.5TEDXRT (B2 FEH{ER)

1. workd~work6MVEEE T A )L DIREENENDZEZ(ZEND(-)ICEILUTES. EETA IS T
workex 2o Uw o L THhBFPIS3>dDCoordinate (Final)zZ2~/Uw 2 U, NPTETEDGE
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2. ek | AMBREMICRODERFZ2BREEZ I VY I LOKZIUYILET,
3. M I7ANEBIVAR—bZ2IUYIUL, [water eq.mol2] EUTHRFULET,

| 1 1 1

¥ BiE{FEzAnd ok (=) worké_LMP_NPT 177 )l (Imp_final.data) §—| worké_LMP_NPT 177 )|, (imp_final.data) $REH
S i ~ E rd;r1kﬁo?jrwfo105%§001m=1sz,ﬂno _ -J ;N: 1,500 H10000500 M= 9,007.5
© water_benz ... ALL END : . e | Marked Order: 1500 - 1 - 1200 - 2
. A Atom: ¥= -3.573717 ¥=2381850
gepot3d ALL END = L;ﬁ 9.32474% enyle= @ FES Dinedrals —29.
scantest i
nebdumm ALL END & 4
v Jovk o'
‘ o)
{EZE 7414 (water benzene ift Im Options ¥
E ik - <3
work1_LMP_MIN END(-) =, ‘)’9-3
L work2_LMP_NVT END(-) ‘ L)
L wark3d_LMP_NPT END( - ) L @2 e
workd_LMP_MIN END( -}
L workS_LMP_NVT END( -}
©  twork6_LMP_NPT  ERD(-)
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TR (workE_LMP_NPT)
d Coordinate {Initial) /
g Coordinate {Final)
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Log (Extracted)
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V. ROEFY>YD (REFE)

. MD | FERENASEIOUYVIULET,

. Cell 1T...\59>Z2 20w oL, P.8THEFLIzbenzene_eq.mol2ZEIRUE T,

. Cell 2T...R5>Z 0 Uw L. P.11THRFLUZwater_eq.mol2Z:&RLUE T,

. BuildzoUw 2O UFET., TEBCERMERENELURZ] EXRRENTES50KZI UV IUE

H W IN =

g_ o |r @ Interface Builder = [m] X W
! %] Cell  Direction Repeat
| Cell 1
a3 (O Use displayed cell
I :n: O Load from fle _gmx.wmpjdata¥benzene_eq.mol2
a: 26.1008 [A] Alpha: 90.0000 [deq]
b: 26.1008 [A] Beta: 90.0000 [deq]
c  26.1008 [A] Gamma: 90.0000 [deg]

Coordinates of outmost atoms on
selectedaxis[A]: 0% e

Cell 2

() Use displayed cell

O Load from file  ift_omx.wmpjdata¥water_eq.mol2 .,

‘ z a: 26.1008 [A]  Alpha:  20.0000

L Y b: 26.1008 [A] Beta: 90,0000
o 22.0184 [A] Gamma: 90.0000
Coordinates of outmost atoms on 0.5184  22.598

N=2700 rho= 0.758 gfcm~3 selected axis [A]:
a=26.101b=26.101c=54.119
alpha= 90.000 beta= 90.000 gamma= 90.000

Build

| +| 1%
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VI. 5tE0DxR1T (RRFTEDEE{EETE)

1. M (9—970—-8%E) 20UV IULFET,
[>T ZERITUFRIN? ] ERRSNTEBVWWRAZIYY I UFT,

3. ABZBIDHTI > RITOKZI )Y IUFRT. [HBHMNRESNTLRL] ERRSNIC

50Kz Uw I ULET,
4. LAMMPSZ z(ZGromacs Workflow Setup> - > ROTOKZOUwW O UET,
ST DEED 1 > ROTHEENE UICERIT %OUyObiﬁ

.”1

@ LAMMPS Workflow Setup [} b

Preset | Fluid/Amorphous NPT Equilibration ~ | (modified) #of Jobs: | 4+ -
[JEnable lculat Config

1st job

Ensemble Minimize: ~ 300. 1

Simulation time [ps] _ f snapshots From parent

[ Free boudnary condition Predision Medium w Details...

2nd job

Ensemble MVT ~ | Temperature [K] 1.

Simulation hme[p]_ napshots Initial velodity Random ~

[ Free boudnary condition Precision Medium ~ Details...

3rd job

Ensemble MNPT(z) ~ | Temperature [K] 300, Pressure [atm]

Simulation time [ps] _ napshots Initial velocity From parent

[ Free boudnary condition Precision Medium ~ Details...

. Reset... Import... |v Export...
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VILFTEDRT (RERFHDOARTE)

7.

WOrkOMDVEZE T 4 )L DIREENEND E /= (FEND(-) (CEE LT 5.
oUW IULERT,

(>3 I ZRITOUEIN? -] EFRRSNESEBWETIUYIUET,
work9 LMP_NPTZE/Z(Ework9 GMX _NPTZIEIRUOKZZTO VWO UET,
Presetz [Fluid/Amorphous NPT Production] (CEZEUZET,

— FRERDOEH (I RIFEIOSTENwERZHEESIMmulation timeZZELUFX T,
EnsembleZzZNPT(2)ICEEULZXE T,
STEREZEE U CGHEZRE < TEEZVGS&PrecisionZz [Low] (CEEUEY,
OKZzZOUw oL, S3TDEREDT > ROTHEHENE ULERTZIUVIULET,

@ vaToBET0EEIANTEER - X

™ (D—J0—5%/%E)

o DT OHERITOIEEI NI EFEIRL TUEED )
¥ FOsizik @ LAMMPS Workflow Setup - O x
E=rn) fEN: FO07rA WA v LIRRR
] i 2 Preset | Fluid/amorphous NPT Production #oflobs: | + | |1 -
f)Ei?j’lL"ﬁ {water_benzene_lft_lm Options ¥ workl_LMP_MIN END(-) pbs_example Loc{Part)&Rem
Eﬁ'.j’ 31:.'.:% ~ L work2_LMP_NVT END(-) pbs_example Loc(Part)&Rem Coninue from worl k9_LMP_NPT A [C]Enable scan calculation Config...
= L work3_LMP_NPT END(-) pbs_example Loc(Part)&Rem Stib |
works _LMP_MIN END{-) worké_LMP_MIN END(-) pbs_example  Loc(Part)&Rem
L workS LMP NVT END{ -} L workS_LMP_NVT END(-) pbs_example Loc(Part)&Rem Ensembl NPT(2) > :I RESSEE [t} l:l
L workG_LMP_NPT END( - ) L work&_LMP_NPT ENDC(-) pbs_example Loc(Part)&Rem Simulation time [ps] _ = Initial velocty | From parent
work7_LMP_MIN END( - le Loc(Part)&Rem 5
© work7_LMP_MIN END{ -] L work&_LMP_NVT EN e Loc(Part)&Rem (e et e e Predsion e =S
L workd_LMP_NVT END{ -] L work%_LMP_NPT EN le  Loc(Part)&Rem
L 'ﬂ'Drkg_ L“P_NPT END[ - ] L¥] Reset... Import... ‘V Export... Cancel
< >
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VI.fGREET

1. worklOD/EE T A4 )L DIREENEND = (ZEND(-) (CZ(b LT=5. workl0 LMP_ NPTz
(Fwork10_GMX_NPTZIUw O LTHM5F7IS3>DEnergy plotz2 w2 LCalc Ave
= Uw 2O UEI., GromacsdDizEld [Enter first frame to read] EFRRSNIZS50KZ D
UwZIUET,

2. LAMMPSODIZE (IR EEL(2) EFRE KRNI DIEZV_GamNsurf (E{iZ(ZmN/m) . Gromacs®d
HEIFEE(2) RN DIEZE #Surf*SurfTen (BfZ(Ibar*nm) D‘bu,bé'#HS{V)i@“o 57t
HEID#EClosezOUw O ULET, BEUZZMUZWESEY—=I | BuEZE#RZ=FAUE

O *
[=Ppral
LAMMPSDi5&
_ Energy Terms Ll
[ Temperature
[ Fotential | )u L Ly u. UUUOAUOIUIOUIOI £ Iutﬂu%uo%%AIUUUA
[ kinetic-En. :
[ Total-Eneray |V GamNsurf (mN/m 72 484987242095104 8 614867852420485
|:|P rrrrrrr = - -
O L-sR) l F vr{w| fkr‘.ﬂ WAGER 771 ﬁQ1AHQQQﬂ9ﬂ49?ﬂ ﬂ 97?4?Q41ﬂ9991ﬂ7
[ coulomb-{5R)
[ coul.-redp.
[ vir-xx
7 vir-xy
' [=PIAN
Oz GromacsDizs
O vir-yy v
< > | Flres"LA La,abd (oI L. odgn |/ L2400 Lpodr )
Pres-ZY 11.943 15 604 . 455 18.6396  (bar)
1

= . TU = . W oL
[~ Marmalize by Mmal SUI']C*SUI']CTBD . ! J - 90 . /
. Box-Ve | -YY 0 0 0 0 (nm/ps)
[ () 1 - Ia) Ytk Natatatatal Ia) el Ia) Ik B B i Ia) [atalalrfatatatel IS s s

v Draw Close
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VI.fGREET

1. UE—r2aTdoizalddiCworkl0dDReceive all remote output filesz2~ w2 LH

TJ7A)I 2B UET,

2. work1l0mF7I< 3 >dDensity Profilez2Uw 2O ULEYJ ., Group CTLAMMPSDIZE (&
MOL01 C6H6&EMOL02_H20. GromacsdDiz&(dEMOL01 & Water(CF 1w MM A D IZikEE
(CUDrawZz 2o Uw O d3 &, ZEABIDOEBEDIMHIRRESNET,

3. ZEOFHEEZES I BRI, J>THTD0ptions | Open Excelz2~Jw /L. csv
J7AIVZ2ERKR L. EBOISTY D SNCTEEBEVIRESANT v > 0%ITVWET,
Optlons | Calculate Average’a“:ﬁb\% &Ojjd)EFaﬁ:Fi’J%“:“R&J%L_tE_J ECI,

@ o
aaaaaaaaaaa
Group..
9000 First Frame [ps] 10
850.0 . -
st Frame sdimum 1000
800.0 el W
750.0
Density
Z 6500
L 6000 Group
g 550.0' O o: system
= 5000 (J 1: Other
B 2: MOLO1_CBHE
400.0: 8 3:MOL02_H20
3500
3000
250.0
150.0 ‘ Drecton
00 0 \
f siices 50
......................... &
05 10 15 20 28 30 35 pefton e
Average coordinate (nm)
(L) Edit Commands in Advance Show Log
Show Setting Refresh Options... ¥ { Draw Cose
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Copy Image

Export csv 8 Open Excel...
Export csv..

Copy Column 5|,\\3

Export Gnuplot File...
Calculate Average...
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